383 


Contents to volume 62 


Computational physics Issue Page 
Schwenke, D.W. 
Compact representation of vibrational wave functions for diatomic molecules 1 1 


Arjunwadkar, M. and D.G. Kanhere 
A simulated annealing based algorithm for eigenvalue problems 1 8 


Sagar, R.P., V.H. Smith Jr. and A.M. Simas 
A Gaussian quadrature for the optimal evaluation of integrals involving Lorentzians 


over a semi-infinite interval 1 16 
Baker, D.J., D. Moncrieff, V.R. Saunders and S. Wilson 
Diagrammatic many-body perturbation expansion for atoms and molecules. VII. 
Experiments in vector and parallel processing for fourth-order energy terms involving 
2 


triply excited intermediate states 1 


Pryce, J.D. and M. Marletta 
A new multi-purpose software package for Schrédinger and Sturm-— Liouville computa- 


tions 1 42 
Friedman, R.S. and M.J. Jamieson 

A note on solving coupled second-order linear differential equations 1 53 
Craven, C.J. and G.S. Pawley 

Molecular dynamics of rigid polyatomic molecules on transputer arrays 2&3... 169 


Alvarez, L.J., A. Alavi and J.I. Siepmann 
A vectorisable algorithm for calculating three-body interactions 2&3 179 


Davis, M.E., J.D. Madura, B.A. Luty and J.A. McCammon 
Electrostatics and diffusion of molecules in solution: simulations with the University 


of Houston Brownian dynamics program 2&3 187 


Rapaport, D.C. 
Multi-million particle molecular dynamics. I. Design considerations for vector 


processing 2&3 198 
Rapaport, D.C. 

Multi-million particle molecular dynamics. II. Design considerations for distributed 

processing 2&3 ai7 
Smith, W. 

Molecular dynamics on hypercube parallel computers 2&3 229 
Evans, M.W. and D.M. Heyes 

Simulation and symmetry of shear and elongational flow 2&3 249 


Morriss, G.P. and D.J. Evans 
A constraint algorithm for the computer simulation of complex molecular liquids 2&3 267 


_ 


384 Contents to volume 62 
Computational physics (continued) 


Refson, K. and G.S. Pawley 
Correlations in the plastic crystal phase of n-butane 


Torda, A.E. and W.F. van Gunsteren 
The refinement of NMR structures by molecular dynamics simulation 


Chynoweth, S., U.C. Klomp and L.E. Scales 
Simulation of organic liquids using pseudo-pairwise interatomic forces on a toroidal 


transputer array 

Teleman, O., B. Svensson and B. J6nsson 
Efficiency in statistical mechanical simulations of biomolecules — computer programs 
for molecular and continuum modelling 


Deitrick, G.L., L.E. Scriven and H.T. Davis 
A new method of error analysis for molecular simulations 


Hammonds, K.D. and J.-P. Ryckaert 
On the convergence of the SHAKE algorithm 


Mountain, R.D. and D. Thirumalai 
Ergodic measures for the simulation of dielectric properties of water 


Brown, D. and J.H.R. Clarke 
A loose-coupling, constant-pressure, molecular dynamics algorithm for use in the 
modelling of polymer materials 


Computer programs in physics 


Salin, A. 
Multistate molecular treatment of atomic collisions in the impact parameter approxi- 
mation. IV 


Salvat, F. and R. Mayol 
Accurate numerical solution of the Schrédinger and Dirac wave equations for central 


fields 


Srikameswaran, K. and R. Wallace 
3D isovalue surface plots 


Sciutto, S.J. 
HUBCOM: a program for Monte Carlo simulations on generalized Hubbard models 


Wiest, R., J. Demuynck, M. Benard, M.-M. Rohmer and R. Ernenwein 
A program system for ab initio MO calculations on vector and parallel processing 
machines. III. Integral reordering and four-index transformation 


Rycerz, Z.A. and P.W.M. Jacobs 
Vectorized program of order N for molecular dynamics simulation of condensed 
matter. I. MDPYRV1: vector pyramid, short-range interactions 


Rycerz, Z.A. and P.W.M. Jacobs 
Vectorized program of order N for molecular dynamics simulation of condensed 
matter. II. MDSLAB1: slab, short-range interactions 


Tssue 


2&3 


2&3 


2&3 


2&3 


2&3 


2&3 


2&3 


2&3 


Page 


279 


289 


297 


307 


ant 


336 


352 


360 


58 


65 


80 


90 


107 


125 


145 


— 


Contents to volume 62 
Computer programs in physics (continued) 


Alvarez Collado, J.R., J. Fernandez Rico, R. Lopez, M. Paniagua and G. Ramirez 
Erratum notice. Rotation of real spherical harmonics (ABHI — CPC 52 (1989) 323) 


Kriiger, P., M. Liike and A. Szameit 
SIMLYS -— a software package for trajectory analysis of molecular dynamics simula- 
tions 


Fincham, D. 
Book review 


Raine, A.C.R. 
Book review 


Issue 


2&3 


2&3 


385 
Page 

371 


